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cytotoxic, antitumour and anticancer activities (Dimmock et al. 1999; Go et al. 2005) . They are also important intermediates in organic synthesis. Among several organic compounds reported to have NLO properties, chalcone derivatives are recognized material because of their excellent blue light transmittance and good crystallization ability. They provide necessary configuration to show NLO properties having two planar rings connected through a conjugated double bond (Goto et al. 1991; Uchida et al. 1998; Tam et al. 1989) . The crystal structures of 1-(3-hydroxyphenyl)-3-(4-methylphenyl)prop-2-en-1one , (2E)-1-(4-methylphenyl)-3-(4-nitrophenyl)prop-2-en-1-one , (E)-3-(4-fluorophenyl)-1-(4-methylphenyl)prop-2-en-1-one ), 3-(dimethylaminophenyl)-1-(3-nitrophenyl)prop-2-en-1-one ) and 3-(5-bromo-2-thienyl)-1-(4-nitrophenyl)prop-2-en-1-one ) have been reported. We report here the crystal structure of a new chalcone, the title compound.
The title compound crystallizes with two independent molecules (A and B) in the asymmetric unit (Fig. 1 ). The dihedral angle between the mean planes of the 4-methylphenyl and 3-nitrophenyl groups is 4.0 (3)° in molecule A and 16.2 (7)°i n molecule B. Crystal packing is stabilized by intermolecular C-H···O hydrogen bonding involving the O atoms on the 3-nitrophenyl group of both indpendent molecules. These hydrogen bonds (Table 1) link the molecules into a layer approximately parallel to the (1 1 0) plane (Fig. 2) . Intermolecular π-π stacking interactions occur between 4-methylphenyl ring of molecule A at (x, y, z) and 3-nitrophenyl ring of molecule B of the adjacent layer at (1 − x, 1 − y, −z), with the distance between the centroids of interacting rings being 3.6987 (7) Å.
Experimental
A solution of 1-(3-nitrophenyl)ethanone (1.65 g, 0.01 mol) and 4-methylbenzaldehyde (1.20 g, 0.01 mol) in ethanol (25 ml) was stirred well and 10% NaOH solution (5 ml) was added. The reaction mixture was stirred for about 6 h and filtered. The product was crystallized from acetone (m.p. 414-416 K). Single crystals suitable for X-ray structure determination were grown by slow evaporation of an acetone solution of the title compound at room temperature. Analysis found: C 71.82, H 4.85, N 5.20%; C 16 H 13 NO 3 requires: C 71.90, H 4.90, N 5.24%.
Refinement
All H atoms were placed in calculated positions (C-H = 0.93 or 0.96 Å) and refined using a riding model, with U iso (H) = 1.16-1.21U eq (C). (7) 0.0368 (5) 0.0213 (5) −0.0313 (5) −0.0167 (5) N1A 0.0390 (6) 0.0390 (6) 0.0347 (5) 0.0027 (5) −0.0154 (4) −0.0061 (4) C1A 0.0325 (6) 0.0252 (6) 0.0309 (6) −0.0012 (4) −0.0124 (4) −0.0013 (4) C2A 0.0374 (6) 0.0291 (6) 0.0359 (6) 0.0043 (5) −0.0131 (5) −0.0012 (5) C3A 0.0396 (7) 0.0336 (7) 0.0410 (7) 0.0071 (5) −0.0083 (5) −0.0067 (5) C4A 0.0418 (7) 0.0341 (7) 0.0326 (6) 0.0000 (5) −0.0107 (5) −0.0058 (5) C5A 0.0300 (5) 0.0293 (6) 0.0299 (5) −0.0001 (4) −0.0107 (4) −0.0028 (5) C6A 0.0315 (6) 0.0261 (6) 0.0343 (6) 0.0018 (4) −0.0122 (4) −0.0041 (5) C7A 0.0340 (6) 0.0300 (6) 0.0324 (6) −0.0003 (5) −0.0103 (5) −0.0033 (5) C8A 0.0353 (6) 0.0340 (7) 0.0335 (6) 0.0038 (5) −0.0130 (5) −0.0029 (5) C9A 0.0390 (6) 0.0296 (6) 0.0362 (6) 0.0043 (5) −0.0150 (5) −0.0059 (5) C10A 0.0311 (6) 0.0324 (6) 0.0288 (5) −0.0020 (5) −0.0095 (4) −0.0056 (5) C11A 0.0385 (6) 0.0328 (6) 0.0293 (6) −0.0004 (5) −0.0105 (5) −0.0077 (5) C12A 0.0370 (6) 0.0366 (7) 0.0331 (6) 0.0037 (5) −0.0108 (5) −0.0063 (5) C13A 0.0380 (6) 0.0414 (7) 0.0311 (6) −0.0010 (5) −0.0136 (5) −0.0038 (5) C14A 0.0452 (7) 0.0480 (8) 0.0290 (6) 0.0035 (6) −0.0105 (5) −0.0130 (5) C15A 0.0419 (7) 0.0389 (7) 0.0383 (6) 0.0082 (5) −0.0147 (5) −0.0130 (5) C16A 0.0619 (9) 0.0624 (10) 0.0353 (7) 0.0088 ( 0.0344 (6) 0.0346 (7) 0.0401 (6) 0.0040 (5) −0.0053 (5) −0.0092 (5) C3B 0.0380 (7) 0.0359 (7) 0.0436 (7) 0.0085 (5) −0.0098 (5) −0.0015 (5) C4B 0.0391 (7) 0.0395 (7) 0.0371 (6) 0.0024 (5) −0.0122 (5) 0.0006 (5) C5B 0.0311 (6) 0.0334 (6) 0.0319 (6) 0.0005 (5) −0.0062 (5) −0.0059 (5) C6B 0.0318 (6) 0.0294 (6) 0.0381 (6) 0.0015 (5) −0.0114 (5) −0.0043 (5) C7B 0.0368 (6) 0.0331 (7) 0.0396 (7) 0.0023 (5) −0.0125 (5) −0.0086 (5) C8B 0.0389 (6) 0.0377 (7) 0.0381 (6) 0.0051 (5) −0.0130 (5) −0.0082 (5) C9B 0.0348 (6) 0.0308 (6) 0.0376 (6) 0.0000 (5) −0.0090 (5) −0.0018 (5) C10B 0.0332 (6) 0.0298 (6) 0.0315 (6) −0.0042 (5) −0.0096 (4) −0.0009 (5) C11B 0.0422 (7) 0.0348 (7) 0.0360 (6) −0.0011 (5) −0.0172 (5) 0.0010 (5) C12B 0.0351 (6) 0.0354 (7) 0.0408 (7) 0.0018 (5) −0.0087 (5) −0.0042 (5) C13B 0.0403 (7) 0.0345 (7) 0.0368 (6) −0.0098 (5) −0.0097 (5) −0.0035 (5) C14B 0.0399 (7) 0.0398 ( (15) O2A-N1A-O3A 123.18 (11) O2B-N1B-O3B 123.47 (11) O2A-N1A-C5A 118.36 (9) O2B-N1B-O3B 123.47 (11) O3A-N1A-C5A 118.45 (10) O2B-N1B-C5B 118.42 (10) C2A-C1A-C6A 119.17 (10) O2B-N1B-C5B 118.42 (10) C2A-C1A-C7A 123.95 (10) O3B-N1B-C5B 118.11 (11) C6A-C1A-C7A 116.88 (10) C6B-C1B-C2B 119.13 (11) C1A-C2A-C3A 120.87 (11) C6B-C1B-C7B 117.43 (11) C1A-C2A-H2A 119.6 C2B-C1B-C7B 123.40 (10) C3A-C2A-H2A 119.6 C3B-C2B-C1B 120.77 (11) C4A-C3A-C2A 120.24 (12) C3B-C2B-H2B 119.6 C4A-C3A-H3A 119.9 C1B-C2B-H2B 119.6 C2A-C3A-H3A 119.9 C4B-C3B-C2B 120.20 (12) C5A-C4A-C3A 118.08 (11) C4B-C3B-H3B 119.9 C5A-C4A-H4A 121.0 C2B-C3B-H3B 119.9 C3A-C4A-H4A 121.0 C5B-C4B-C3B 118.39 (12) C6A-C5A-C4A 122.98 (11) C5B-C4B-H4B 120.8
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